Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.058; wR factor = 0.174; data-to-parameter ratio = 21.6.
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Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ) . group (Azizian et al., 2007) . As we had reported earlier (Světlík et al., 1991; Kettmann & Svetlík, 1997) that classical Biginelli condensation with salicylaldehyde gives oxygen-bridged pyrimidine (3) rather than the 'open' molecule (4), the formation of (2) was accordingly unexpected. Thus, to verify the correctness of the title structure (2), an X-ray analysis was undertaken. As the cytotoxic activity of these derivatives is related to inhibition of the kinesin Eg5 protein (Endow & Baker, 2003) , another purpose of this work was to determine detailed molecular conformation which is indispensable for an analysis of structure-activity relationships.
The structure determination has confirmed (Fig. 1 ) that the compound studied here has indeed the structure (2) (Fig. 2) .
As retrieved from the Cambridge Structural Database (Version of 2007; Allen, 2002) , the bond lengths and angles (Table   1 ) within the tetrahydropyrimidine ring are equal within experimental error to those previously reported for a number of structures incorporating this molecular fragment (see, e.g., Qing-Fang et al., 2007) . Bonding characteristics in other parts of the molecule also agree with those generally expected.
As noted above, from the biological standpoint, the conformational properties of the molecule are of prime interest here.
First, the conformation of the central heterocycle can best be described as a flat envelope with atom C4 (at the flap) deviating by 0.433 (2) Å from the mean plane of the remaining atoms. As to the ring substituents, the 4-hydroxyphenyl group occupies the pseudoaxial position and is in a perpendicular orientation with respect to the tetrahydropyrimidine ring [dihedral angle 87.7 (2)°]; the conformation of the substituent on the exocyclic C4-C7 bond is synperiplanar, i.e. the hydroxy group is on the same side as the H atom on C4 (Fig.1) . The ester group on C5 lies approximately in the plane of the C5=C6 double bond, with the carbonyl function oriented cis relative to this double bond. By contrast, the ethoxycarbonyl moiety of the 6-substituent is oriented, due to rather free rotation about the two C16 methylenic bonds, perpendicularly with respect to the mean plane of the heterocycle.
The crystal packing is dominated by hydrogen bonding. As shown in Table 2 and Fig. 3 , each molecule forms two pairs of hydrogen bonds (N1-H···O1 and O2-H···O3) across centres of symmetry, which results in formation of chains of hydrogen-bonded molecules. The chains are interconnected by another independent hydrogen bond, N3-H···O5.
Synthesis of the title compound, (2), has been described (Azizian et al., 2007) . In short, heating of salicylaldehyde (0.52 ml, 5 mmol) with diethyl acetone-1,3-dicarboxylate (0.91 ml, 5 mmol) and urea (0.36 g, 6 mmol) under p-toluenesulfonic acid (0.04 g, 0.2 mmol) catalysis without solvent at 353-363 K for 3 h gave the desired product (50% yield; m.p. 488-490 K).
Crystalssuitable for the X-ray analysis were obtained by a slow crystallization from ethanol.
supplementary materials sup-2 Refinement H atoms were visible in difference maps and were subsequently treated as riding atoms with distances C-H = 0.93 Å (CH arom ), 0.97 (CH 2 ) or 0.98 Å (CH), 0.96 Å (CH 3 ) and N-H = 0.86 Å and O-H = 0.82 Å; U iso of the H atoms were set to 1.2 (1.5 for the methyl and hydroxy H atoms) times U eq of the parent atom. Figures   Fig. 1 . Displacement ellipsoid plot of (2) with the labelling scheme for the non-H atoms, which are drawn as 35% probability ellipsoids. 
Data collection
Siemens P4 diffractometer R int = 0.040
Radiation source: fine-focus sealed tube θ max = 30.0º
Monochromator: graphite θ min = 1.9º 
